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We have developed an extension of classical force-field-based molecular dynamics (MD) to the 
simulation of chemical reactions. Our new Reactive Molecular Dynamics approach called 
RxnMD is implemented using potential energy surfaces of chemical reactions that are 
constructed from functions and parameters of a traditional (non-reactive) force field. The method 
is being designed to model pre-defined reaction types accurately by smoothly interpolating 
between non-reactive potential energy terms describing reactants, transition state, and products. 
The objective of this method is to understand polymer flammability and to guide future polymer 
synthesis. 
 


